LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\

Data File : BF108579.D

Aca On : 29 Aug 2018 2:28 Instrument :
Operator : JU/SJ gmgigamlem'
3?22 le J4656-02 082418-SIDIF-)F-D-M
ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.237 490 493 504 rBV 34193 54213 1.79% 0.315%
2 5.643 558 562 584 rBV 214517 588437 19.38% 3.417%
3 6.631 727 730 750 rBV 159302 424498 13.98% 2.465%
4 6.772 750 754 778 rVV 1065112 1429229 47.07% 8.299%
5 7.001 789 793 808 rVB 453381 562363 18.52% 3.266%

7.154 815 819 841 rBV 2108929 2212721 72.88% 12.849%
7.560 884 888 909 rBV 1429310 1789470 58.94% 10.391%
8.284 1007 1011 1027 rBV 541553 664527 21.89% 3.859%
9.354 1189 1193 1208 rBV 3326177 3036303 100.00% 17.632%
9.742 1256 1259 1269 rBV 113988 134943 4._.44% 0.784%

=
QO ~NO®

11 10.042 1307 1310 1318 rVB 687812 646016 21.28% 3.751%
12 10.701 1419 1422 1428 rVB 53028 49583 1.63% 0.288%
13 10.836 1441 1445 1458 rBV 986282 1002246 33.01% 5.820%
14 11.536 1561 1564 1572 rBV 628484 611230 20.13% 3.549%
15 13.124 1829 1834 1837 rBV 2989173 2593585 85.42% 15.061%

16 14.195 2012 2016 2022 rBV 734930 721599 23.77% 4_.190%

17 15.307 2202 2205 2210 rVB2 26607 31719 1.04% 0.184%

18 15.748 2271 2280 2286 rBVY 410418 593746 19.55% 3.448%

19 16.189 2351 2355 2360 rVB3 22914 36933 1.22% 0.214%

20 16.736 2443 2448 2454 rBV5 17774 37514 1.24% 0.218%
Sum of corrected areas: 17220875
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108579.D

Aca On : 29 Aug 2018 2:28

Operator : JU/SJ

ﬁ?ggle i J4656-02 082418-SIDI-F-D-M
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108579.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108579.D

Aca On : 29 Aug 2018 2:28

Operator : JU/SJ

3?22 le J4656-02 082418-SIDI-F-D-M
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.77 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.77 50.83 ng 1429230 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 754 (6.772 min): BF108579.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 540 %.1 6.40 6.60 6.80 7.00 7.20
0 B E e m/z 68.10 43.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 32.50%
51.0 70.0 86.0
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 ggo 1160 m/z 66.10 28.66%
oL IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene RS L AR
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17 .35%
5000
63.0 81.0
0 3]\-0 SQ'O\ m‘ Ly | ‘\ | 99'\0 \11%0 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082818\

Data File : BF108579.D

Acg On : 29 Aug 2018 2:28

Operator : JU/SJ

3?22 le J4656-02 082418-SIDI-F-D-M
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknown6.77 6.77 50.8 ng 1429230 1 7.00 562363 20.0
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